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The table below summarises the geometric issues observed across the polymeric chains and their fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor fit to the electron density. The numeric value is given above the bar.
Note EDS was not executed.
Mol Chain Length
Quality of chain 2 Entry composition i ○ There are 5 unique types of molecules in this entry. The entry contains 13529 atoms, of which 0 are hydrogens and 0 are deuteriums.
In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
• Molecule 1 is a protein called pseudocatalase.
Mol Chain Residues Atoms ZeroOcc AltConf Trace 3 Residue-property plots i ○ These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a chain summarises the proportions of the various outlier classes displayed in the second graphic. The second graphic shows the sequence view annotated by issues in geometryand electron density. Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
• Molecule 1: pseudocatalase   Chain A:   M1  H4  L8  D15  M39  M40  A52  E53  K54  T62  E66  M67  E71  D83  F86  E89  D90  L91  K92  R93  T99  T100  M101  H112  N120  P121  S133  R142  R147  E165  R168  K172  K187  E190  E191  D203  M204   K205  E206  I207  E208  H209  S210  E211  F212  S220  D223  K226  I254  K255  L261  H262  G266 • Molecule 1: pseudocatalase   Chain B:   M1  H4  T5  R6  K7  E27  M39  M40  A52  E53  K54  T62  E66  M67  E71  P85  F86  L91  K92  L97  M101  H112  S133  R147  E165  R168  D169  K172  L183  E190  I198  D203  I207  E211  F212  L216   S220  D223  A227  E246  I251  I254  K255  P256  L261 H262 G266
• Molecule 1: pseudocatalase Chain C:
• Molecule 1: pseudocatalase H4  T5  R6  K7  D15  R16  P19  M39  M40  T50  G51  A52  E53  D57  M67  E71  F86  E89  D90  L91  T99  T100  M101  M104  H112  L118  V138  A139  R147  E165  E178  L192  I198  I199  V200  H209  S210  E211  L216  S220  D223  M248  I251  P252  H253  I254  D258  L261 H262 G266
• Molecule 1: pseudocatalase
• Molecule 1: pseudocatalase Chain F: 
The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 16.
Full wwPDB X-ray Structure Validation Report 1JKU All (383) close contacts within the same asymmetric unit are listed below, sorted by their clash magnitude. Continued from previous page...
Atom-1
Atom In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues. There are no Ramachandran outliers to report.
Mol Chain

Protein sidechains i ○
In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues.
Mol Chain Analysed Rotameric Outliers Percentiles 5.4 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry i ○
Of 36 ligands modelled in this entry, 18 are monoatomic and 18 are modelled with single atomleaving 0 for Mogul analysis.
There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.
No monomer is involved in short contacts.
Other polymers i ○
There are no such residues in this entry.
Polymer linkage issues i ○
There are no chain breaks in this entry.
